LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16 Instrument :
Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i K2584-01 SSSHM&&gDHJ
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM043019 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.011 3 4 12 rVB 117517 104903 1.17% 0.179%
2 5.363 397 404 412 rBV 3426462 4684180 52.26% 8.011%
3 6.951 665 674 687 rBY 3119181 5320923 59.36% 9.100%
4 7.316 729 736 745 rBVY 3404233 5211402 58.14% 8.913%
5 7.787 809 816 822 rBV 476019 743954 8.30% 1.272%
6 8.104 862 870 878 rBVY 2420883 3825725 42.68% 6.543%
7 8.951 1006 1014 1024 rBV 1932657 3131758 34.94% 5.356%
8 10.575 1284 1290 1298 rBV 519030 878665 9.80% 1.503%
9 13.045 1703 1710 1717 rBVY 4292074 6267446 69.93% 10.719%
10 13.886 1847 1853 1860 rVB 340634 482280 5.38% 0.825%

11 14.427 1939 1945 1953 rBV2 737942 1119318 12.49% 1.914%
12 15.916 2191 2198 2212 rBV 4071877 5467479 61.00% 9.351%
13 17.174 2405 2412 2416 rBV 968958 1380689 15.40% 2.361%
14 17.215 2416 2419 2425 rVB 72428 95160 1.06% 0.163%
15 18.057 2557 2562 2573 rBV 530229 823885 9.19% 1.409%

16 19.227 2757 2761 2767 rVB 232189 340876 3.80% 0.583%
17 19.339 2775 2780 2791 rBV2 466371 661020 7.37% 1.131%
18 19.592 2820 2823 2832 rVB 194724 279320 3.12% 0.478%
19 19.798 2852 2858 2864 rBV 7407061 8963087 100.00% 15.329%
20 21.056 3068 3072 3080 rBV2 406937 509508 5.68% 0.871%

21 21.356 3116 3123 3127 rBV 1340590 1890641 21.09% 3.234%
22 21.392 3127 3129 3134 rVB 125860 134994 1.51% 0.231%
23 21.498 3143 3147 3151 rBV2 200359 239524 2.67% 0.410%
24 21.939 3218 3222 3228 rBV 282990 367386 4._.10% 0.628%
25 22.409 3297 3302 3308 rBvV 421930 562996 6.28% 0.963%

26 22.539 3321 3324 3329 rVB 147763 198063 2.21% 0.339%
27 22.927 3385 3390 3407 rVB2 492025 1102733 12.30% 1.886%
28 23.509 3484 3489 3499 rVB2 429399 874951 9.76% 1.496%
29 23.639 3505 3511 3528 rVB 920436 1850529 20.65% 3.165%
30 24.174 3597 3602 3610 rVB2 320927 618022 6.90% 1.057%

31 24.939 3728 3732 3740 rVB3 163943 338426 3.78% 0.579%

Sum of corrected areas: 58469843
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020117.D
7000000

6000000
5000000

4000000
5.36 7.32
6.95

3000000
8.10

2000000 8.95

1000000
7.79 10.57

.01 A

i T o o SRS LRARSRERRRUIMIMES Wt SN N | S D S Y | S

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020117.D

7000000

19.80

6000000

5000000

13.05 15.92

4000000
3000000
2000000

1000000 14.43 17.17

O e T A L I L B e e RSN B I o B o o o BB

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020117.D

7000000

6000000
5000000
4000000
3000000

2000000 21.36

23.64
1000000 22.93 235
21.06 21.04 2241 - 24.17
>R2E0 E§.54 N T 24.94

I R ————

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown3.01 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

3.01 2.82 ng 104903 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 7
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 5

Abundance Scan 4 (3.011 min): BM020117.D (-3) (-) m/z 73.10 100.00%
7R

]

5000
43 55 87
36 | 310 320 3.30 3.40
0...,....,....,....','..'..,....,....,'.:..,...:,....,....,....,....,.... m/z 87.05 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LI L e
43 3.10 3.20 3.30 3.40
55 87 m/z 43.10 25.15%
29
0 L , 80
B L E b o o R o B e B R ERRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13264: 3-Hexanol, 2,4-dimethyl-
45 3

3.10 3.20 3.30 3.40
5000 29 87 m/z 55.05 22_.97%

55
A

. \‘m 65 “\\\ |

R

0 15 .97 105 115 128
,,,, e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7316: 2-Methyl-5-hexen-3-ol
73 3.10 3.20 3.30 3.40
55 m/z 71.10 8.07%
43
5000
0.”,E?w.”.“.”,”.w.”.“.”,”.E{.w.”.“.”,”.w.”.“.” A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.32 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.32 140.10 ng 5211400 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 737 (7.322 min): BM020117.D (-729) (-) m/z 132.00 100.00%
32
68
5000
40 54 | 75 % 103 7.00 7.20 7.40 7.60
Obrrrrrrreprrrr i e SR b 87 L A5 L m/z 68.05 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 S A
7.00 7.20 7.40 7.60
31 70 m/z 66.10 38.28%
. 4451 60 | 77 g5 | 105 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 7.00 720 7.40 7.60
5000 m/z 134.00 32.51%
78
31 49 Sﬁ
Obrrrprrrrprrrr ek b e e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- T s R
56 132 7.00 7.20 7.40 7.60
m/z 69.10 25.31%
5000
64
0 15 2\\7 34 42‘\‘ m‘ ‘ ‘7\6 91 99 i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.06 11.93 ng 823885 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2563 (18.062 min): BM020117.D (-2557) (-) m/z 73.00 100.00%
7B
43
5000
97 129 213

S| 143157171185, o0 | o 256 - 1780 18,00 18.20 18.40

Ol ey m/z 60.00 74.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000

17.80 18.00 18.20 18.40
m/z 43.10 57.97%

83
| Wi %1 1%51T91431571711851992132272422?6

-

Il "
m/z--> 20 40 60 80 1CI)O 150 14|10 160 180 200 220 240 2(|30 ZEIBO
Abundance #83686: Pentadecanoic acid
43 ., 78
5
17.80 18.00 18.20 18.40
5000{ 129 m/z 55.05 57.38%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

73 17.80 18.00 18.20 18.40
m/z 41.05 52.27%
43 g
5000 129
29
143157 214

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.34 6.99 ng 661020 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2780 (19.339 min): BM020117.D (-2775) (-) m/z 73.00 100.00%
5
5000 A
185 241
143157171 19.00 19.20 19.40 19.60
Ot m/z 60.00 71.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000 AR B BN
19.00 19.20 19.40 19.60
m/z 55.10 62.28%
143,5,171
| SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
. HUNNUMUVAESUARRUAREE
5 19.00 19.20 19.40 19.60
5000 m/z 43.05 58.71%
129
2 97 256
. L Mw & 115 | 143157171185 213507
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 & T8 19.00 19.20 19.40 19.60
m/z 57.05 54_17%
5000 129
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.06 5.39 ng 509508 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 89
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 81
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 80
5 11-Tricosene 322 C23H46 052078-56-5 72
Abundance Scan 3073 (21.062 min): BM020117.D (-3068) (-) m/z 57.05 100.00%
7
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
3 139 167 208 281 20.80 21.00 21.20 21.40
okl 189°.7 229 253 77 306 34 m/z 71.05 82.73%
m/z--> 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43
20.80 21.00 21.20 21.40
125 m/z 69.10 80.97%
o 2§ 1y 154 182 210 238 266
m/z--> 100 1 260 2éo 300 3%0
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
6 | 20.80 21.00 21.20 2140
5000 m/z 43.10 71.40%
97
o Jl 4 |1 154 183 204 252
m/z--> §o 160 1%0 200 250 300 3%0
Abundance #106400: 3-Eicosene, (E)- LI L L L LB L
57 20.80 21.00 21.20 21.40
83 m/z 83.10 70.62%
5000
29 111
ol ‘ 1“l L 139 167 19 224 252 280
m/z--> 50 160 150 200 250 360 3%0 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.53 ng 239524 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 86
3 Octacosane 394 C28H58 000630-02-4 74
4 Heneicosane 296 C21H44 000629-94-7 72
5 Nonacosane 408 C29H60 000630-03-5 72
Abundance Scan 3147 (21.498 min): BM020117.D (-3143) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—
\ 141 158 107 28,0068 205 328 21.20 21.40 21.60 21.80
byl m/z 71.05 85.65%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85
21.20 21.40 21.60 21.80
m/z 85.05 65.10%
m/z--> §0 100 1%0 260 250 300 3%0 '
Abundance #155179: Eicosane, 9-octyl-
43
71 21.20 21.40 21.60 21.80
5000 m/z 43.10 59.86%
281
ol 1 H 127 155 183 211 238 | 309 336 365 392
m/z--> §0 100 1%0 200 2éo 360 3%0 '
Abundance #155177: Octacosane T T T
57 21.20 21.40 21.60 21.80
m/z 41.05 29.95Y%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> 50 m J& 2& 250 3& 3% ' 2umuwmwmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.94 3.89 ng 367386 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3222 (21.939 min): BM020117.D (-3218) (-) m/z 57.05 100.00%
57
85
5000
141 183 255 21.60 21.80 22.00 22.20
I || Ly 161770 208220 295 280 326 385 4OL |y 71.10  92.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
7
85 H
5000 AR A RAEEE
21 60 21.80 22.00 22.20
m/z 85.10 61.59%
29 113
ol LJ L) ] |14 169 197 225 253 296
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- J\
43
71 21.60 21.80 22.00 22.20 |
5000 m/z 43.10 57.74%
J 9 157
ol LA pJ | 77155 183 225 253 295 337
IIIIIIIII""I""""""""I""II
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R A BARE
57 21.60 21.80 22.00 22.20
m/z 55.10 26.06%
5000 85
29
o [ (M 141 160 219 539 266 309
m/z--> % 1& 1% 200 250 3& 350 400 2mwwwmmno'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexadecane, 5-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.41 5.96 ng 562996 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3302 (22.409 min): BM020117.D (-3297) (-) m/z 57.10 100.00%
g7
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
113 141 169 22.00 22.20 22.40 22.60 22.80
oL b T 100000210 241267 o238 a5 o 5 6e G g
m/z--> 50 100 150 200 250 300 350 400
Abundance #107657: Hexadecane, 5-butyl-
a3
71 AL
5000 AR NARNUARA --
22.00 22,20 22.40 22.60 22.80
126 - m/z 85.10 57.23%
155
ol 183 253 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 43.05 56.30%
29
o ey ﬂ113 141 169 2%0 239 266 309
m/z--> 55 100 1éo 200 250 300 350 400
Abundance #91036: Octadecane T T T
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 26.33%
5000 85
29
oL i L | 1 191 169 197 295 254
m/z--> 50 100 1&'30 200 250 300 350 400 22.00 22,20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.54 2.14 ng 198063 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 74
2 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 64
Abundance Scan 3324 (22.539 min): BM020117.D (-3321) (-) m/z 69.05 100.00%
69
it { 136 22.20 22.40 22.60 22.80
191
o bl w0 JOA T 220 207 287 326 357 401 4TS Tnjz 81.10  47.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158503: Squalene
69
5000 AR AR AR SRR
22120 22.40 22.60 22.80
41 o 137 m/z 41.05 18.12%
Ot bod Ly g | 183101217 245 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16326: 1,5-Heptadiene, 3,3,6-trimethyl-
69
a1 22.20 22.40 22.60 22.80
5000 m/z 68.05 12.71%
95 123
L UL L WA S U SR SIS S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- L LA L L L
a1 69 22.20 22.40 22.60 22.80
m/z 67.05 11.31%
5000
93
127
o mL.Ji,u..v.«.,l‘?l.l.S?, - I L
m/z--> 50 100 150 200 250 300 350 400 450 2220 22.40 22.60 22.80

8270-BM043019.M Mon May 06 05:38:39 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.51 9.46 ng 874951 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 3489 (23.509 min): BM020117.D (-3484) (-) m/z 57.10 100.00%
g7
85
5000
3
141169 208 252 23.20 23.40 23.60 23.80
o A h L L7000, 208 0T 296325 357 429 475 | o771 10 91.80%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000 USRS UASAUEE

23 20 23. 40 23. 60 23.80
m/z 85.10 68.41%

o 141 169 197 225253 296
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57
R
85 23.20 23.40 23.60 23.80
5000 m/z 43.05 56.39%
13
. ﬁg 141 169 197 225 p53 282
e
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane e A R B e
57 23.20 23.40 23.60 23.80
m/z 55.10 25.81%
5000 85
113
ol 20 || 141 169 197 225 253 281 309 337 365 393 422
e e B L R A e Lo LM
miz—-> 0 50 100 150 200 250 300 350 400 450 2320 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

ﬁ?ggle i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .17 6.68 ng 618022 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3601 (24.168 min): BM020117.D (-3597) (-) m/z 57.05 100.00%

57
85
5000

1 207 23. 80 24. oo 24 20 24. 40
183 328
ol b " ll I 162 o239 200293 376 357 401 m/z 71.10 99.85%

m/z--> 50 150 200 250 300 350 400
Abundance #55010: Tetradecane
57

5000 85
29 23.80 24.00 24.20 24.40
m/z 85.10 64.47%

113 198
I 0 el
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

23.80 24.00 24.20 24.40

5000 85 m/z 43.10 58.36%
29 113
ol L | [7I7, 141 169 197 205 254
R S B e A T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl- T T
43 23. 80 24. 00 24 20 24. 40

m/z 69.05 28 .04%

71
h \/WJ\/\/MA
196
y JI T s

| 225 252 280

L T e e e e e .

m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020117.D

Aca On : 03 May 2019 18:16

Operator : JU/SJ

Sample : K2584-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 10

Peak Number 13 Eicosane

R.T. EstConc Area Relative to ISTD R.T.
24 .94 3.66 ng 338426 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 87
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 52

5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54

055282-12-7 52

Abundance Scan 3732 (24.939 min): BM020117.D (-3728) (-) m/z 71.10 100.00%
7
43
5000
127 24.60 24.80 25.00 25.20 |
161183207 233255 280331 329 353 : : : :
ol d, 301 m/z 57.10 98.73%
m/z--> 50 100 150 200 250 300 400
Abundance #107652: Eicosane
5|7
5000 LA L L L L L L LB L |
85 24.60 24.80 25.00 25.20
29 m/z 85.05 57.21%
oLl by e e
m/z--> 50 100 150 200 250 300 400
Abundance #136480: Tetracosane
57
T e e ]
85 24.60 24.80 25.00 25.20
5000 m/z 43.10 52.52%
29
oL || {122,341 160 307 225 255 281 300 3
e R o L L A e B o BRAER
m/z--> 50 100 150 200 250 300 400
Abundance #114972: Dodecane, 1-iodo- R
57 24.60 24.80 25.00 25.20
m/z 55.10 27 .64%
o ] ww”“M“*”huMw/\”‘memﬁwvwwv
29 155
0 \J l . 113L ‘ \183
o e i I B L A e o R R R
m/z--> 50 100 150 200 250 300 400 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO50319\

Data File : BM020117.D

Acg On : 03 May 2019 18:16

Operator : JU/SJ

3?22'6 i K2584-01 SSSI-0419-S-DH-7
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .01 3.01 2.8 ng 104903 1 7.79 743954 20.0
unknown? .32 7.32 140.1 ng 5211400 1 7.79 743954 20.0
n-Hexadecanoic acid 18.06 11.9 ng 823885 4 17.17 1380690 20.0
Octadecanoic acid 19.34 7.0 ng 661020 5 21.36 1890640 20.0
1-Nonadecene 21.06 5.4 ng 509508 5 21.36 1890640 20.0
Hexadecane 21.50 2.5 ng 239524 5 21.36 1890640 20.0
Heneicosane 21.94 3.9 ng 367386 5 21.36 1890640 20.0
Hexadecane, 5-butyl- 22.41 6.0 ng 562996 5 21.36 1890640 20.0
Squalene 22.54 2.1 ng 198063 6 23.64 1850530 20.0
Triacontane 23.51 9.5 ng 874951 6 23.64 1850530 20.0
Tetradecane 24 .17 6.7 ng 618022 6 23.64 1850530 20.0
Eicosane 24_94 3.7 ng 338426 6 23.64 1850530 20.0
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